A redesign of light-driven rotary molecular motors Pollard, Michael M.; Meetsma, Auke; Feringa, B.L.
(1) _cell_angle_beta 90.402 (1) _cell_angle_gamma 115.040 (1) _cell_volume 1769.71(19) The final unit cell was obtained from the xyz centroids of 6549 reflections after integration using the SAINTPLUS software package (Bruker, 2000) .
Reduced cell calculations did not indicate any higher metric lattice symmetry and examination of the finalatomic coordinates of the structure did not yield extra symmetry elements (Spek, 1988; Le Page 1987 , 1988 (6) 0.0159(7) 0.0055(5) 0.0026(5) 0.0099(5) C15 0.0200(7) 0.0164(6) 0.0174(7) 0.0038(5) 0.0002(5) 0.0118(5) C16 0.0252(7) 0.0233(7) 0.0124(7) 0.0036(5) 0.0013(5) 0.0177(6) C17 0.0238(7) 0.0245(7) 0.0152(7) 0.0089(5) 0.0072(5) 0.0171(6) C18 0.0180(7) 0.0170(6) 0.0167(7) 0.0065(5) 0.0042(5) 0.0120(5) C19 0.0165(6) 0.0157(6) 0.0136(6) 0.0048(5) 0.0021(5) 0.0103(5) C110 0.0169(7) 0.0204(7) 0.0196(7) 0.0060(6) 0.0023(5) 0.0114(6) C111 0.0206(7) 0.0208(7) 0.0198(8) 0.0011(6) -0.0022(6) 0.0102(6) C112 0.0180(7) 0.0207(7) 0.0201(7) 0.0100(6) 0.0066(5) 0.0101 (6) C113 0.0137(6) 0.0123(6) 0.0136(6) 0.0036(5) 0.0028(5) 0.0059(5) C114 0.0136(6) 0.0152(6) 0.0137(7) 0.0045(5) 0.0023(5) 0.0078(5) C115 0.0139(6) 0.0152(6) 0.0162(7) 0.0045(5) 0.0014(5) 0.0079(5) C116 0.0102(6) 0.0138(6) 0.0159(7) 0.0043(5) 0.0001(5) 0.0030(5) C117 0.0117(6) 0.0164(6) 0.0203(7) 0.0072(5) -0.0026(5) 0.0034(5) C118 0.0137(6) 0.0234(7) 0.0174(7) 0.0114(6) -0.0002(5) 0.0040(5) C119 0.0125(6) 0.0245(7) 0.0148(7) 0.0060(5) 0.0022(5) 0.0059(5) C120 0.0099(6) 0.0173(6) 0.0162(7) 0.0046(5) 0.0008(5) 0.0044(5) C121 0.0092(6) 0.0143(6) 0.0144(6) 0.0050(5) 0.0005(5) 0.0032(5) C122 0.0132(6) 0.0171(6) 0.0180 (7) The final unit cell was obtained from the xyz centroids of 7794 reflections after integration using the SAINTPLUS software package (Bruker, 2000) .
Reduced cell calculations did not indicate any higher metric lattice symmetry and examination of the finalatomic coordinates of the structure did not yield extra symmetry elements (Spek, 1988; Le Page 1987 , 1988 (7) 0.0203(7) -0.0009(5) 0.0004(5) 0.0025(5) C2 0.0180(7) 0.0232(8) 0.0221(7) 0.0035(6) -0.0003(5) 0.0014(6) C3 0.0196(7) 0.0220(8) 0.0301(8) 0.0042(6) 0.0048(6) 0.0010(6) C4 0.0154(6) 0.0197(7) 0.0279(7) -0.0031(6) 0.0039(5) 0.0029(5) C5 0.0137(6) 0.0219(8) 0.0362(8) -0.0076(6) 0.0043(6) 0.0016(6) C6 0.0128(7) 0.0328(9) 0.0359(9) -0.0113(7) -0.0013(6) 0.0023(6) C7 0.0162(7) 0.0327(9) 0.0267(8) -0.0029(6) -0.0017(6) 0.0083(6) C8 0.0155(6) 0.0235(8) 0.0234(7) -0.0020(6) 0.0021(5) 0.0057(6) C9 0.0137(6) 0.0198(7) 0.0228(7) -0.0036(5) 0.0014(5) 0.0022(5) C10 0.0229(7) 0.0295(9) 0.0229(8) 0.0009(6) 0.0031(6) 0.0024(7) C11 0.0181(7) 0.0256(9) 0.0522(11) -0.0054(8) 0.0068(7) -0.0035(7) C12 0.0206(7) 0.0267(8) 0.0278(8) 0.0058(7) 0.0021(6) 0.0068(6) C13 0.0173(7) 0.0165(7) 0.0208(7) -0.0012(5) -0.0003(5) 0.0026(5) C14 0.0169(7) 0.0240(8) 0.0221(7) -0.0039(6) 0.0006(5) -0.0010(6) C15 0.0184(7) 0.0215(8) 0.0321(8) -0.0048(6) -0.0002(6) -0.0018(6) C16 0.0140(6) 0.0186(7) 0.0278(7) -0.0006(6) -0.0006(5) 0.0035(5) C17 0.0137(6) 0.0214(8) 0.0355(8) 0.0058(6) 0.0017(6) 0.0041(6) C18 0.0193(7) 0.0301(9) 0.0310(8) 0.0091(7) 0.0066(6) 0.0057(6) C19 0.0212(7) 0.0300(9) 0.0233(8) 0.0009(6) 0.0021(6) 0.0073(6) C20 0.0144(6) 0.0230(8) 0.0229(7) 0.0003(6) -0.0013(5) 0.0056(5) C21 0.0123(6) 0.0193(7) 0.0243(7) 0.0025(6) -0.0005(5) 0.0035(5) C22 0.0209(7) 0.0281(9) 0.0255(8) -0.0041(7) -0.0046(6) 0.0002(6) C23 0.0191(8) 0.0241(9) 0.0454(10) 0.0053(7) 0.0047(7) -0.0008(6) C24 0.0196(7) 0.0250 (8) Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix.
The cell esds are taken into account in the estimation of distances, angles and torsion angles ; loop_ _geom_bond_atom_site_label_1 _geom_bond_atom_site_label_2 _geom_bond_distance _geom_bond_site_symmetry_1 _geom_bond_site_symmetry_2 _geom_bond_publ_flag
